The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain 
Entry composition i ○
There are 10 unique types of molecules in this entry. The entry contains 19952 atoms, of which 0 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called CRISPR system Cmr subunit Cmr2. A  195  MET  -EXPRESSION TAG UNP Q8U1S6  A  196  GLY  -EXPRESSION TAG UNP Q8U1S6  A  197  SER  -EXPRESSION TAG UNP Q8U1S6  A  198  SER  -EXPRESSION TAG UNP Q8U1S6  A  199  HIS  -EXPRESSION TAG UNP Q8U1S6  A  200  HIS  -EXPRESSION TAG UNP Q8U1S6  A  201  HIS  -EXPRESSION TAG UNP Q8U1S6  A  202  HIS  -EXPRESSION TAG UNP Q8U1S6  A  203  HIS  -EXPRESSION TAG UNP Q8U1S6  A  204  HIS  -EXPRESSION TAG UNP Q8U1S6  A  205  SER  -EXPRESSION TAG UNP Q8U1S6  A  206  SER  -EXPRESSION TAG UNP Q8U1S6  A  207  GLY  -EXPRESSION TAG UNP Q8U1S6  A  208  LEU  -EXPRESSION TAG UNP Q8U1S6  A  209  VAL  -EXPRESSION TAG UNP Q8U1S6  A  210  PRO  -EXPRESSION TAG UNP Q8U1S6  A  211  ARG  -EXPRESSION TAG UNP Q8U1S6  A  212  GLY  -EXPRESSION TAG UNP Q8U1S6  A  213  SER  -EXPRESSION TAG UNP Q8U1S6  A  214  HIS  -EXPRESSION TAG UNP Q8U1S6  A  215  MET  -EXPRESSION TAG UNP Q8U1S6 • Molecule 2 is a protein called CRISPR system Cmr subunit Cmr3. 3X1L There are 6 discrepancies between the modelled and reference sequences: TAG UNP O28416  C  0  GLY  -EXPRESSION TAG UNP O28416  D  -1  MET  -EXPRESSION TAG UNP O28416  D  0  GLY  -EXPRESSION TAG UNP O28416  E  -1  MET  -EXPRESSION TAG UNP O28416  E  0  GLY  -EXPRESSION TAG UNP O28416 • Molecule 4 is a protein called CRISPR system Cmr subunit Cmr5. Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues
Chain Residue Modelled Actual Comment Reference C -1 MET - EXPRESSION
• Molecule 1: CRISPR system Cmr subunit Cmr2
Chain A: ASP  MET  GLY  LYS  VAL  ILE  SER  GLY  GLU  VAL  LEU  GLY  GLU  ILE  SER  THR  ARG  ILE  HIS  PRO  ASN  ILE  ARG  ASP  TYR  VAL  GLU  ILE  PRO  GLU  ALA  LYS  TYR  TYR  SER  T638   P639  Q640  F699   •   GLU  ASN  GLY  SER  LEU  LEU  PRO  GLY  TRP  K709  P722  L727  E782  GLU  LYS  GLY  GLY  VAL  G788  P803  R820  GLY  ARG  N823  E826 • T827 L830
• V845 L857 I864 T865 P871
• Molecule 2: CRISPR system Cmr subunit Cmr3
Chain B:
• Molecule 3: Cmr4
Chain C: MET  PHE  ASP  MET  PHE  GLU  K7  P18  H39  I45  V69  GLU  S71  K79  E82  A128  K129  I130  F133  S162  GLU  ILE  GLU  ASN  ASP  ILE  GLU  LEU  LYS  GLN  ILE  LEU  SER  ARG  PHE  LYS  V179  E180  L181  I187  L194  I201  V206  G233   •   F254  S258  T259  E260  A263  Y281  F284  K338  A345  GLY  VAL  LEU  THR  GLY  GLY  HIS  LYS  GLY  ASN • Molecule 3: Cmr4
Chain D:
• D288  T289  L290  M291  K302  GLU  ASN  L305  T312  L319  L328  Q329  E334  G339  V343  V347  LEU  THR  GLY  GLY  HIS  LYS  GLY  ASN • Molecule 3: Cmr4
Chain E:
• Molecule 4: CRISPR system Cmr subunit Cmr5
Chain F:
Chain G:
Chain H: ASN  PRO  HIS  TYR  GLN  PRO  TYR  TYR  GLN  HIS  GLY  GLU  PRO  PRO  GLY  ASP  TRP  HIS  SER  PRO  ASN  PRO  I286  E296  L332   •   D338  ALA  ARG  ASP  ASP  ARG  HIS  HIS  HIS  HIS  HIS  HIS • Molecule 6: RNA (32-MER)
Chain I:
Full wwPDB X-ray Structure Validation Report 3X1L
• Molecule 7: DNA (5'-D(*TP*GP*CP*TP*CP*TP*CP*AP*GP*CP*CP*GP*CP*AP*AP*GP *GP*AP*CP*CP*GP*CP*AP*TP*AP*CP*TP*AP*CP*AP*A)-3') 1 Intensities estimated from amplitudes.
2 Theoretical values of < |L| >, < L 2 > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets, and 0.375, 0.2 for perfectly twinned datasets. There are no chirality outliers.
There are no planarity outliers.
Too-close contacts i ○
In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes. 3X1L 1  A  4470  0  4434  23  0  2  B  2458  0  2480  9  0  3  C  2405  0  2362  12  0  3  D  2428  0  2351  14  0  3  E  2395  0  2289 The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 2.
Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes
All (92) There are no symmetry-related clashes.
Torsion angles i ○

Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
Mol
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 5.4 Non-standard residues in protein, DNA, RNA chains i ○ There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
Of 2 ligands modelled in this entry, 2 are monoatomic -leaving 0 for Mogul analysis.
There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.
No monomer is involved in short contacts.
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
6 Fit of model and data i ○ 6.1 Protein, DNA and RNA chains i ○
In the following table, the column labelled '#RSRZ> 2' contains the number (and percentage) of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to all X-ray entries and entries of similar resolution. The OWAB column contains the minimum, median, 95 th percentile and maximum values of the occupancy-weighted average B-factor per residue. The column labelled 'Q< 0.9' lists the number of (and percentage) of residues with an average occupancy less than 0.9. 
Mol
